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Table S 1: Data collection and refinement statistics.

GES-5
PDB code 6TS9
Wavelength 0.97624
Resolution range 55.33-1.55(1.58-1.55)
Space group P212121
Unit cell 76.3 80.36 87.85 90 90 90
Unique reflections 78894 (7770)
Multiplicity 6.0(5.7)
Completeness (%) 99.94 (99.96)
Mean I/sigma(I) 18.96 (2.69)
Wilson B-factor 20.08
R-merge 0.04645 (0.5643)
CC1/2 1 (0.876)
Reflections used in refinement 78892 (7770)
Reflections used for R-free 3915 (394)

R-work 0.1795 (0.2364)
R-free 0.2037 (0.2740)
CC(work) 0.958 (0.835)
CC(free) 0.926 (0.808)
Number of non-hydrogen atoms 4829

macromolecules 4271

ligands 16

solvent 542
Protein residues 537
RMS(bonds) 0.014
RMS(angles) 1.94
Ramachandran favored (%) 97.94
Ramachandran allowed (%) 1.88
Ramachandran outliers (%) 0.19
Rotamer outliers (%) 4.09
Clashscore 7.27
Average B-factor 24.44

macromolecules 22.99

ligands 34.49

solvent 35.57

Data for the highest-resolution shell are shown in parentheses.




Table S 2: Compound codes, chemical structures and inhibition data for purchased compounds.
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